Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.117; data-to-parameter ratio = 15.9.
In the title compound, C 14 H 18 N 2 O, the benzimidazole grouping is close to planar, with a maximum deviation of 0.042 Å ; the six-membered non-aromatic ring adopts an envelope conformation. In the crystal structure, molecules are linked into infinite sheets lying parallel to the bc plane by O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds.
Related literature
For applications of benzimidazole derivatives, see: Horton et al. (2003) ; Insuasty et al. (2008a,b) . For the preparation of the title compound, see: Grech et al. (1994) . For ring conformations, see Cremer & Pople (1975) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày þ 1; Àz.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
Benzimidazole derivatives are an important class of bioactive molecules and are well known due to their wide range of pharmacological activities as an anti-ulcers, anti-hypertensive, anti-viral, anti-fungal, anti-cancer, and anti-histaminic (Horton et al., 2003; Insuasty et al., 2008a, b) agents. Here we report the synthesis and the crystal structure of title compound.
In the title compound ( Fig. 1) , the benzimidazole group is essentially coplanar (N1/C1-C6/N2/C11) with the maximum deviation of 0.042 Å at atom C6. The N2/C7-C11 ring adopts an envelope conformation with Q=0.4933 (14) Å, θ=52.81 (15)° and φ=182.3 (2)° (Cremer & Pople, 1975) .
In the crystal structure, the molecules are linked into infinite two-dimensional planes parallel to bc plane by the intermolecular O1-H1O1···N1 and C5-H5A···O1 hydrogen bonds ( Fig. 2 , Table 1 ).
Experimental
A mixture of o-phenylenediamine (0.108 g m) and dimedone (0.140 g m) in molar ratio 1:1 was refluxed in a mixture of acetic acid-ethanol (1:1 v/v) for 3 h (Grech et al., 1994) . The reaction mixture was dried on rotavapor at low pressure and further fractionated successively with diethyl ether, chloroform and ethanol. The ethanol fraction was dried on rotavapor and the dry mass so obtained was crystallized in methanol:chloroform (1:1) mixture to give yellow needles of (I) (55%, m.p. 451 K).
Refinement
All hydrogen atoms were located from the difference Fourier map and was refined freely. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.65445 (9) 0.44319 (11) (7) 0.0232 (7) −0.0010 (5) 0.0020 (5) −0.0017 (6) C3 0.0171 (6) 0.0229 (7) 0.0229 (7) 0.0009 (5) −0.0014 (5) −0.0041 (6) C4 0.0208 (6) 0.0210 (7) 0.0164 (6) 0.0036 (5) −0.0018 (5) −0.0009 (5) C5 0.0202 (6) 0.0173 (7) 0.0157 (6) 0.0013 (5) 0.0014 (5) 0.0001 (5) (7) 0.0241 (7) 0.0018 (5) 0.0017 (5) 0.0002 (6) C14 0.0185 (6) 0.0244 (8) 0.0220 (7) 0.0007 (5) −0.0030 (5) 0.0038 (6) Geometric parameters (Å, °) 
